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Bruker programs [1] , SHELX [2, 3] ture was filtered. The residue was dried at 383 K. Sodium 5-(8-(((2-carboxyethyl)ammonio)methyl)-7-hydroxy-4-oxo-4H-chromen-3-yl)-2-hydroxybenzenesulfonate (2.301 g) was obtained. This sodium salt (0.06 g) was added to a mixed solvent (methanol : tetrahydrofurane = 1 : 1, v/v) (60 mL) and sonicated for 10 min. After filtration, a transparent solution was obtained. After 3 days, colorless block crystals of the title compound were obtained.
Experimental details
H atoms were placed in calculated positions and were included in the refinement in the riding model approximation, with U iso (H) set to 1.2 Ueq(C). According to Table 2 they are unrefined.
Discussion
Sodium 2-hydroxy-5-(7-hydroxy-4-oxo-4H-chromen-3-yl) benzenesulfonate (DSS) is a strongly water-soluble substance, produced by modifying the structure of daidzein [4] . Some studies have shown that DSS possessed excellent biological activities [5] [6] [7] . The Mannich reaction has been considered as an effective method in introducing aminomethyl substituents into the desired flavonoide molecules to improve their biological activities [8] [9] [10] [11] [12] [13] [14] . Our previous investigations showed that DSS can react with glycine, L-proline, L-Threonine by Mannich reaction [15] [16] [17] . The reaction takes place without a catalyst. When the sulfo-groups and carboxyl groups are introduced to daidzein, they can coordinate with some metal ions directly in intriguing ways. In this paper, we report a 3-aminopropanoic acid derivative of DSS. The title compound contains one zwitterion and three water molecules in the asymmetric unit (cf. the figure) . The bond distances and bond angles are in normal ranges [15] [16] [17] . The atoms of the chromen moiety constitute planar rings A (C1-C6) and C (C7-C9/O3/C5/C4) [mean out-of plane deviations are 0.0056 and 0.0144 Å, respectively], with an interplanar angle of 1.9°. There are π · · · π stacking interactions between C1-C6 phenyl rings and C10-C15 phenyl rings from adjacent compounds. The centroid-centroid distance is 3.8656(3) Å and the dihedral angle between the two phenyl least square planes is 4.25°. The C19-C18-C17-N1 torsion angle is −58.84°. The compounds shows an intramolecular N1-H1B· · · O8 hydrogen bond of length 2.062 Å. There exist various O-H· · · O and N-H· · · O hydrogen bonds. In the crystal the ylidic title compound and water molecules interact via hydrogen bonds. Together with the π· · · π stacking interactions a three-dimensional network is obtained.
